C 9 H 18 O 3 S 6 , orthorhombic, Pbca (no. 61), a = 17.419(2) Å, b = 10.6391(9) Å, c = 17.445(2) Å, V = 3232.9 Å 3 , Z = 8,
Experimental details
Anisotropic displacement parameters were assigned to all nonhydrogen atoms, of which those disordered, except S4B, were position-specifically restrained to unified U ij values. All bond lengths were also restrained (±0.005 Å) for all chemically equivalent bonds between non-H atoms. All H atoms were placed at calculated positions with C-H distances of 0.93 Å or O-H distances of 0.82 Å. In a later refinement stage these atoms were checked on their significance with variable isotropic displacement parameters. In the final refinement these U iso values were coupled to the respective values of the corresponding pivot atoms (U iso (H) = 1.2U eq (C) and U iso (H) = 1.5 U eq (O), resp.). The disorder was resolved until the maximum of the rest electron density of the Fourier difference synthesis was below 1 e -/Å 3 .
Discussion
The molecule of the title compound is a macrocyclic polysulfide possessing an unprecedented skeleton. Its structure is characterized by a fifteen-membered macrocycle that composes of three repeated 1,3-dimercaptopropan-2-ol units. In the crystal structure the two ordered hydroxy groups are in trans position to each The total conformation of the unsubstituted hexathia-15-crown-6 [1] is obviously governed by intramolecular (C-H)···S interactions leading to more twisted molecules with 13 × gauche and 2 × trans conformations, whereas the molecule of the title compound shows 10 × gauche and 5 × trans. Moreover, it is notable that disorder also appears in other polythia ring systems like pentathia-15-crown-5 [2] , cyclic cystinates [3] and substituted tetrathiapentadecane [4] . Gymnorrhizol represents the first example of a new class of polysulfides. However, several structurally and biogenetically related compounds had previously been isolated from the same Bruguiera genus. These are e.g. the five-membered ring disulfides brugierol and isobrugierol [6] [7] [8] 
